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     The global problem of microbial resistance has attracted the greatest attention to medicinal 
chemists because of the failure of currently available antimicrobial treatment against microbial 
infections. Therefore, it is urgent to develop new antibacterial agents with different modes of action. 
In search of better antimicrobial agents, various heterocyclic compounds have been explored and 
the piperazine derivatives have shown a wide spectrum of pharmacological activities such as 
antibacterial [1-5] , antifungal [6] , tuberculosis , cancer [ 7-14 ] , antivirals, etc.   
This communication focuses on the synthesis, modeling and antimicrobial activity of various 
derivatives of piperazine and the valuable information provided in this manuscript can help in 
developing better drug design antibacterial agents. 
 
 
 
(1) Foroumadi A, Ghodsi S, Emami S, Najjari S, Samadi N, Faramarzi MA, Beikmohammadi L, Shirazi FH, 
Shafiee A Bioorg. Med. Chem. Lett. 16(2006):3499 
(2) Foroumadi A, Emami S, Mansouri S, Javidnia A, Saeid-Adeli N, Farshad HS, Shafiee A  Eur. J. Med. 
Chem. 42(2007):985 
(3) Elizabeth Amin A, Welsh WJ J. Med. Chem. 44(2001):3849 
(4) Preeti Chaudhary,a Rupesh Kumar,a Akhilesh K. Verma,a,* Devender Singh,aVibha Yadav,b Anil K. 
Chhillar,b G. L. Sharmab and Ramesh Chandraa (2006) Bioorganic & Medicinal Chemistry 14:1819–1826. 
(5) Kerns, R. J.; Rybak, M. J.; Kaatz, G. W.; Vaka, F.; Cha, R.; Grucz, R. G.; Diwadkar, V. U. Bioorg. Med. 
Chem. Lett.13(2003):2109. 
(6) Upadhayaya RS, Sinha N, Jain S, Kishore N, Chandra R, Arora SK Bioorg. Med. Chem. 12(2004):2225. 
(7) Haga N, Ishibashi T, Hara A, Abiko Y  Pharmacology 31(1985):208 
(8) Sashida H, Abiko Y  Biochem Pharmacol 34(1985):3875 
(9) Toyo-oka T, Kamishiro T, Masaki M, Masaki T  Jpn Heart J 23(1982):829 
(10) Wilson WD, Barton HJ, Tanious FA, Kong SB, Strekowski L  Biophys. Chem. 35(1990):227 
(11) Hulme C, Cherrier MP Tetrahedron Lett. 40(1999):5295 
(12) Yoshida M, Maehara Y, Sugimachi K  Clin Cancer Res 5(1999):4295 
(13) Guo CC, Li HP, Zhang XB Bioorg. Med. Chem. 11(2003):1745 
(14) Guo CC, Tong RB, Li KL Bioorg. Med. Chem. 12(2004):2469 
 
 
  


	Program
	Monday 23 June
	Tuesday 24 June
	Wednesday 25 June
	Thursday 26 June
	Friday 27 June
	[L7] The use of biological descriptors of chemical compounds to enrich traditional cheminformatics applications
	Alexander Tropsha
	University of North Carolina, Chapel-Hill, USA
	Institute of Pharmacy and Food Chemistry, University of Würzburg, Am Hubland, D - 97074 Würzburg
	[P50] Development of an universal workflow for the preparation of molecular databases for Virtual Screening
	KNIME
	Introduction
	Starting with MATLAB and MALSAR
	Install MATLAB
	MALSAR

	Dataset
	Exercise 0: Introduction to the MATLAB system
	Exercise 1: Single task learning
	Exercise 2: Multi-task learning introducing sparcity
	Exercise 3: Optimizing one parameter
	Exercise 4: The L21 algorithm
	Exercise 5: Interactions between tasks
	Conclusions

	Bibliography
	1. Introduction: aim and context
	2. Material: query and searched database
	3. Methods
	VolSite and Shaper
	ROCS

	4. Programs and input data
	5. Exercise 1: Binding site comparison
	6. Exercise 2: Ligand shape analysis
	7. Conclusions
	Bibliography




